Intramolecular cycloaddition of azomethine ylides, from imines of O-acylsalicylic aldehyde and ethyl diazoacetate, to ester carbonyl − experimental and a DFT computational study
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Computational Details
All calculations were performed with the B3LYP density functional method 1 by using the Gaussian suite of quantum chemical programs. Geometry optimizations of intermediates, transition states, reactants, and products in the gas phase were performed at the B3LYP/6-31G(d) level using Gaussian 03.
2
Stationary points on the respective potential-energy surfaces were characterized at the same level of theory by evaluating the corresponding Hessian indices. Careful verification of the unique imaginary frequencies for transition states was carried out to check whether the frequency indeed pertains to the desired reaction coordinate. Intrinsic reaction coordinates (IRC) were calculated to authenticate all transition states. 
